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(X,Y) (C ,2S +1) E tot (a.u.) <S 2> R (Mn-Mn) (Mn1) (Mn2) J (cm-1)
S 0 (H2O,H2O) (2,9) HS -3063.235875 20.0980 2.677 3.869 3.880

(H2O,H2O) (2,1) LS -3063.247881 4.0078 2.652 3.814 -3.814 -158
S 1 (OH,H2O) (2,8) HS -3062.602923 15.8689 2.655 2.961 3.864

(OH,H2O) (2,2) LS -3062.611032 3.7769 2.649 -2.799 3.878 -153
S 2 (OH,H2O) (3,7) HS -3062.055821 12.1613 2.700 3.009 2.930

(OH,H2O) (3,1) LS -3062.058404 3.0776 2.710 3.012 -2.778 -73
S 3 (O,H2O) (3,6) HS -3061.373722 9.6187 2.695 2.864 2.922

(O,H2O) (3,2) LS -3061.376971 3.5591 2.710 -2.891 2.759 -135
(OH-OH, ) (3,8) HS -3061.379605 15.8874 2.689 2.915 3.907
(OH-OH, ) (3,2) LS -3061.388685 3.7498 2.700 -2.607 3.940 -174

S 4 (MnO-OMn) (2,7) HS -3060.651170 12.1466 2.557 2.854 2.855
(MnO-OMn) (2,1) LS -3060.652595 3.1397 2.538 2.832 -2.933 -53


